LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103525.D

Aca On : 8 Mar 2018 19:09

Operator : SJ/JU

Sample : J1820-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF022218.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 2.122 3 6 21 rVB 247278 375527 10.73% 1.126%
2 5.104 509 513 527 rBV 62709 107926 3.08% 0.323%
3 5.493 575 579 608 rBY 2469506 3466013 99.07% 10.389%
4 6.504 747 751 770 rBVY 2523838 3498456 100.00% 10.486%
5 6.640 770 774 788 rVB 3108548 3381127 96.65% 10.134%
6 6.863 809 812 835 rVB 830112 941927 26.92% 2.823%
7 7.016 835 838 859 rBY 2289501 2607852 74.54% 7.817%
8 7.434 905 909 933 rBVY 1780992 2425721 69.34% 7.271%
9 8.151 1027 1031 1050 rBV 810212 1229803 35.15% 3.686%
10 9.086 1186 1190 1199 rVB 129944 137076 3.92% 0.411%
11 9.222 1206 1213 1222 rBV 3058505 3294119 94.16% 9.874%
12 9.286 1222 1224 1228 rVV 48974 60727 1.74% 0.182%
13 9.328 1228 1231 1240 rVB 59324 71349 2.04% 0.214%
14 9.398 1240 1243 1251 rBvV2 41741 84498 2.42% 0.253%
15 9.816 1311 1314 1318 rVB 60053 53307 1.52% 0.160%
16 9.904 1325 1329 1343 rBV 1043176 1092234 31.22% 3.274%
17 10.292 1391 1395 1397 rBvV 59260 51288 1.47% 0.154%
18 10.316 1397 1399 1402 rVB 92492 71771 2.05% 0.215%
19 10.704 1461 1465 1477 rBV 1359077 1714506 49.01% 5.139%
20 10.792 1477 1480 1485 rVB2 54524 65788 1.88% 0.197%
21 10.898 1494 1498 1501 rBV 37241 35043 1.00% 0.105%
22 11.239 1550 1556 1560 rBvV4 32295 46907 1.34% 0.141%

23 11.404 1580 1584 1586 rBV 776191 837412 23.94% 2.510%
24 11.427 1586 1588 1595 rVv2 210598 261137 7.46% 0.783%
25 11.486 1595 1598 1605 rVv2 30801 49893 1.43% 0.150%

26 11.545 1605 1608 1613 rVB 222823 183190 5.24% 0.549%
27 11.916 1667 1671 1673 rBV 695829 618996 17.69% 1.855%
28 11.945 1673 1676 1681 rVB 833033 741950 21.21% 2.224%

29 12.022 1686 1689 1691 rVVv2 53055 71055 2.03% 0.213%
30 12.075 1695 1698 1701 rVB 48031 39323 1.12% 0.118%
31 12.463 1760 1764 1767 rVB2 76165 63723 1.82% 0.191%
32 12.545 1775 1778 1785 rVB6 24312 44069 1.26% 0.132%

33 12.622 1787 1791 1798 rBV 253695 270012 7.72% 0.809%
34 12.833 1824 1827 1829 rBV 159872 167646 4._.79% 0.502%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103525.D

Aca On : 8 Mar 2018 19:09

Operator : SJ/JU

Sample : J1820-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF022218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.851 1829 1830 1836 rVB 222537 209713 5.99% 0.629%

36 12.986 1848 1853 1864 rBV 1973227 1977138 56.51% 5.926%
37 13.192 1882 1888 1891 rVB2 170190 188580 5.39% 0.565%
38 13.533 1943 1946 1952 rBV 156020 161317 4.61% 0.484%
39 13.863 1998 2002 2009 rBV 466904 535688 15.31% 1.606%

40 13.916 2009 2011 2016 rVB 34082 39049 1.12% 0.117%
41 14.057 2030 2035 2038 rBV2 738602 865039 24.73% 2.593%
42 14.180 2054 2056 2059 rVB2 41858 43253 1.24% 0.130%
43 14.492 2106 2109 2114 rBV4 52018 90991 2.60% 0.273%
44 15.121 2212 2216 2225 rBVY 104063 244074 6.98% 0.732%
45 15.433 2266 2269 2276 rVB 65594 95206 2.72% 0.285%

46 15.498 2277 2280 2286 rVV 69240 118431 3.39% 0.355%
47 15.563 2286 2291 2303 rVB 411814 633166 18.10% 1.898%

Sum of corrected areas: 33363016
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF030818\

BF103525.D
8 Mar 2018 19:09
SJ/Ju
J1820-01
15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000
2000000
1500000
1000000

500000

TIC: BF103525.D

5.49 6.50

7.02

6.86

5.10
~

7.43

(e
Time-->

6.50

5.00

5.50

6.00

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0!

Time--> 8.00

TIC: BF103525.D

10.70

11.00

8.50 11.50

13.00

12.99

13.19 13.53

13.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

o=

TIC: BF103525.D

14.06

Time-->

14.00

18.00 18.50

16.50 17.00 17.50

14.50

15.00 15.50 16.00

19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103525.D

Aca On : 8 Mar 2018 19:09

Operator : SJ/JU

Sample : J1820-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

2.12 7.97 ng 375527 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 47
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 6 (2.122 min): BF103525.D (-3) (-) m/z 73.00 100.00%
7B
5000 43
55
‘ 87
2.20 2.30 2.40 2.50
..,....,....,...3.3,|:.|..5?....',..??,'.:..?1...|.,....,... m/z 43.00 42.08%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HRNURS U U LR
43 2.20 2.30 2.40 2.50
55 87 m/z 55.00 31.25%
‘ﬁg 3 ||| 50 ‘ 67
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
73
IRNRARSE NN RARAR AR
2.20 2.30 2.40 2.50
5000 43 m/z 87.00 21.76%
58
HLUN IR FUELL LN SLELELEL LU SN SURLLEL UL S SURLL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol A
73 2.20 2.30 2.40 2.50
m/z 41.00 13.03%
41 55 87
5000
29
T |'}§'| "'HM‘ "'h* T T '§?iy SRR "??I S HRNURS U U LR
m/z--> 10 20 30 40 50 60 70 80 90 100 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103525.D

Aca On : 8 Mar 2018 19:09

Operator : SJ/JU

Sample : J1820-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.

5.10 2.29 ng 107926 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 Guanidine 59 CH5N3 000113-00-8 9
4 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 512 (5.098 min): BF103525.D (-509) (-) m/z 43.00 100.00%
43
59
5000
s o “l’l 480 500 520 540
e e e b S e e m/z 59.00 63.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 O RS RS S A
59 480 500 520 5.40
m/z 57.95 17.39%
15 31 101
\ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 m/z 101.00 15.96%
a1 101
15 31 53 69 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #256: Guanidine R
3 509 4.80 5.00 5.20 5.40
m/z 41.00 12.33%
5000 18
28
"'ﬁ%H'P'““$"'$*"P"'i”"l”"l”"l”"l”"l' HR R L I R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40

8270-BF022218_.M Fri Mar 09 10:18:17 2018 Page: 5



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103525.D

Aca On : 8 Mar 2018 19:09

Operator : SJ/JU

Sample : J1820-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown6.64 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.64 71.79 ng 3381130 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 774 (6.640 min): BF103525.D (-770) (-) m/z 132.00 100.00%
5000 68
6
40 54 | 75 104 6.40 6.60 6.80 7.00
....,...:l'!..“.s,:!..?%:.-.h.."..,..5.‘?,..!.,.':..,.1.1.5.,....,~'...,.. m/z 68.00 39.37%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.40 6.60 6.80 7.00
0
31384451 78 m/z 134.00 32.48%
”'WM”HPI”JL'W'”lP'“I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 27.34%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132 6.40 6.60 6.80 7.00
m/z 69.00 15.55%
5000
33 44 o g7 105
78
"”I'L"I""?%'”iq"'l'"ll'ﬁql"'kl'J”' }}ﬁl""l"" T UERBE AR SR LR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103525.D

Aca On : 8 Mar 2018 19:09

Operator : SJ/JU

Sample : J1820-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 unknown9.09 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.

9.09 2.51 ng 137076 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexanone. 2.5-dimethvl-4-nitro- 173 C8H15N03 059906-54-6 43
2 Butanoic acid. 1-methvlpropvl ester 144 C8H1602 000819-97-6 42
3 Propanoic acid. 2-methvl-. 2-met... 144 C8H1602 000097-85-8 40
4 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 38
5 2,5-Dimethyl-1,5-hexadien-3-o0l 126 C8H140 017123-63-6 38

Abundance Scan 1191 (9.092 min): BF103525.D (-1186) (-) m/z 71.00 100.00%
43 7
5000
56 83
| 9|8 11 143 173 8.80 9.00 9.20 9.40
B e N A0 m/z 43.00 86.40%
m/z--> 20 40 60 80 100 120 140 160
Abundance #40761: 3-Hexanone, 2,5-dimethyl-4-nitro-
43
71
5000 IR NS SRR A
8.80 9.00 9.20 9.40
56 m/z 56.00 37.69%
\‘ \“ “ | 83 93102111 127 171
miz--> % 40 e 8 10 10 o 1t
Abundance
71
8.80 9.00 9.20 9.40
5000 23 m/z 83.00 33.89%
57
29 89
101 115 129
miz--> 20 40 60 80 100 120 140 160
Abundance #21030: Propanoic acid, 2-methyl-, 2-methylpropyl ester
43 7 8.80 9.00 9.20 9.40
m/z 54.95 23.83%
5000 56
89
15 H U ) 101 114 129
m/z--> 2I I0 6|0 8|0 1(')0 12'0 14'10 1('30 ' 8.|80 9.'00 9.'20 9.'40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103525.D

Aca On : 8 Mar 2018 19:09

Operator : SJ/JU

Sample : J1820-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Phthalic acid, hept-4-yl is... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.55 4.38 ng 183190 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. hept-4-vl isobutv... 320 C19H2804 1000356-78-3 86
2 1.2-Benzenedicarboxvlic acid. bi... 278 C16H2204 000084-69-5 86
3 Phthalic acid. hept-3-vl isobutv... 320 C19H2804 1000356-98-6 78
4 1.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000084-78-6 78
5 Dibutyl phthalate 278 C16H2204 000084-74-2 78
Abundance Scan 1609 (11.551 min): BF103525.D (-1605) (-) m/z 149.00 100.00%
149
5000
a 100 1156 1140 1160 1080
76 167 223 : : : :
Ol b b 232 | AO7 194205 285 | "n/z 57.00  21.65%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #161287: Phthalic acid, hept-4-yl isobuty! ester
149
5000
11.20 11.40 11.60 11.80
m/z 41.00 10.57%
29 41 ST 76 93104 121132 | 167 205 223
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
149
11.20 11.40 11.60 11.80
5000 m/z 150.00 8.56%
57
6 93194 15113 167 159 205 223
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #161284: Phthalic acid, hept-3-yl isobutyl ester e L R AR
149 11.20 11.40 11.60 11.80
m/z 104.00 7.38%
5000
>7 223
29 41 70 93104 121132 | 167 205 R
miz-> 20 40 60 80 100 120 140 160 180 200 220 11:20 11,40 11.60 11.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103525.D

Aca On : 8 Mar 2018 19:09

Operator : SJ/JU

Sample : J1820-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.19 4_.36 ng 188580 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 86

Abundance Scan 1888 (13.192 min): BF103525.D (-1882) (-) m/z 57.00 100.00%

57

5000 85

-
=

| 113 141 169 302 12.80 13.00 13.20 13.40 13.60
T e ey %2 w/z 71.00  62.83%
m/z--> 0 50 100 150 200 250 300 350
Abundance #175557: Tetracosane

i
—

5000 85 LA L L L L L L L L LB
12. 80 13. OO 13 20 13 40 13. 60
29 m/z 43.00 62.36%
Tl A d113 141 169 197 225 253 281 309 338
R G SR TR TR
m/z--> 0 50 100 150 200 250 300 350
Abundance
57
R R R
12.80 13.00 13.20 13.40 13.60
5000 o m/z 85.00 42.34%
29
13 141 169 107 225 253 296
T T L B e T B ERERER o
m/z--> 0 50 100 150 200 250 300 350
Abundance #209566: Octacosane B A
57 12.80 13.00 13.20 13.40 13.60

m/z 41.00 26.31%

5000

n
|

‘ || | y*3 141 169 197 205 253 281 309 337 365 394

T
m/z--> 0 50 100 150 200 250 300 350 12. 80 13. OO 13 20 13 40 13. 60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103525.D

Aca On : 8 Mar 2018 19:09

Operator : SJ/JU

Sample : J1820-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.53 3.73 ng 161317 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Pentacosane 352 C25H52 000629-99-2 90
4 Heneicosane 296 C21H44 000629-94-7 83
5 Octadecane 254 C18H38 000593-45-3 80
Abundance Scan 1945 (13.527 min): BF103525.D (-1943) (-) m/z 57.00 100.00%

5000 85

.

\ 113 13.20 13.40 13.60 13.80
149169 202 231

g 20108 202 gt 28l m/z 43.00 68.31%

m/z--> 50 100 150 200 250 300 350

Abundance #194493: Hexacosane

E

5000 85 TT LR B TTT T T
1320 13.40 13.60 13.80
m/z 71.00 57 .56%
29
| ‘L h LL | ‘\34 141 169 197 225 253 295 323 367
—— = e SR LA SN
miz--> 50 100 150 200 250 300 350
Abundance
57
I I

13.20 13.40 13.60 13.80

5000 85 m/z 85.00 44 _.03%
113
29 141 169 197 225 267 295 365 393
e i e R
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane T e
57 13.20 13.40 13.60 13.80
m/z 41.00 29.23%
h I JV_J
113
29| | “‘J | 11 169189211 239 267 295 323 352
IR I B e
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103525.D

Aca On : 8 Mar 2018 19:09

Operator : SJ/JU

Sample : J1820-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Pentafluoropropionic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.86 12.39 ng 535688 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 90
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 90
3 17-Pentatriacontene 491 C35H70 006971-40-0 90
4 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 90
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 90
Abundance Scan 2002 (13.863 min): BF103525.D (-1998) (-) m/z 57.00 100.00%

33

83
5000
226 13.60 13.80 14.00 14.20
139 167
OV 8 0 O L . m/z 43.00 77.09%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester
57
5000 LIS L L L LB L B
13. 60 13. 80 14. 00 14. 20
29 125 m/z 55.00 66.64%
[ H \\ \L | ‘\ (154182210238 283 384
i ,... I o B BB m |
m/z--> 50 250 300 350 400 450
Abundance
57
T T

83 13.60 13.80 14.00 14.20
5000 m/z 83.00 56.16%
111
29
139169 519238 g3 434
T R e s
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene el L o B O e pet
48 13.60 13.80 14.00 14.20
m/z 71.00 52.17%
5000 83
111
| 139167 196224 267292 321 462 490
T T S e T T e T e e T
m/z--> 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103525.D

Aca On : 8 Mar 2018 19:09

Operator : SJ/JU

Sample : J1820-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 wunknownl14.49 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.49 2.10 ng 90991 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. tetrahvdro-2-I(phenvilsele... 242 C11H140Se 065539-72-2 23
2 Butvric acid. 2.2.3.3.4.4.4-hept... 270 C8H9F702 1000376-65-4 12
3 Propan-1.3-dioic acid. dil3-meth... 244 C13H2404 064617-96-5 10
4 Chloroacetic acid. 3-tetradecvl ... 290 C16H31Cl102 1000280-08-5 9
5 Chloroacetic acid, 3-pentadecyl ... 304 C17H33Cl02 1000280-08-8 9
Abundance Scan 2109 (14.492 min): BF103525.D (-2106) (-) m/z 57.00 100.00%
57
5000 85 129
22 397 L AR L B B
05 54 185 265285 353 | 14.20 14.40 14.60 14.80
Al e m/z 43.00 83.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #95223: Furan, tetrahydro-2-[(phenylseleno)methyl]-
7
5000 43 AR L B B
14.20 14.40 14.60 14.80
157 242 m/z 71.00 64 .00%
.“.‘ ‘.“ |‘---?3| %{7. . |“h“‘- ‘\1\5‘1?1??0. . -“l“| S
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
- 1420 14.40 14.60 14.80
5000 m/z 55.00 46.41%
242
113133 169 270
m/z--> 50 100 150 200 250 300 350 400
Abundance #97137: Propan-1,3-dioic acid, di[3-methylbutyl] ester I EAmEmEEE RS
43 14.20 14.40 14.60 14.80
71 m/z 85.00 37.82%
5000 103
173
244
| J | 120183 | 201
m/z--> 50 100 150 200 250 300 350 400 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103525.D

Aca On : 8 Mar 2018 19:09

Operator : SJ/JU

Sample : J1820-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Perylene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.43 3.01 ng 95206 Perylene-di12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 95
2 Benzolelpvrene 252 C20H12 000192-97-2 94
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
4 Benzolalpvrene 252 C20H12 000050-32-8 90
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90
Abundance Scan 2268 (15.427 min): BF103525.D (-2266) (-) m/z 252.10 100.00%
252
5000
125
86 105 | 144 168185 207 235 |l 277 15.20 1540 15.60 15.80
a % 185 AL 3® m/z 250.00  30.09%
m/z--> 50 100 150 200 250 300 350
Abundance #104215: Perylene
252
5000
15.20 15.40 15.60 15.80
126 m/z 125.00 21.96%
27 50 7499, M 150 174 198 224
m/z--> 50 100 150 200 250 300 350
Abundance
252
1520 15.40 15.60 15.80
5000 m/z 253.00 20.89%
125
50 74 99 146 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance #104228: Benz[e]acephenanthrylene Bl s e I B &
252 15.20 15.40 15.60 15.80
m/z 125.90 16.75%
5000
126
26 51 74 1°°u M 150 174 200 224
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80

8270-BF022218_.M Fri Mar 09 10:18:22 2018 Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF030818\
Data File : BF103525.D

Acq On : 8 Mar 2018 19:09

Operator : SJ/JU

Sample - J1820-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.12 8.0 ng 375527 1 6.86 941927 20.0
2-Pentanone, 4-hy... 5.10 2.3 ng 107926 1 6.86 941927 20.0
unknown6 .64 6.64 71.8 ng 3381130 1 6.86 941927 20.0
unknown9.09 9.09 2.5 ng 137076 3 9.90 1092230 20.0
Phthalic acid, he... 11.55 4.4 ng 183190 4 11.40 837412 20.0
Tetracosane 13.19 4.4 ng 188580 5 14.06 865039 20.0
Hexacosane 13.53 3.7 ng 161317 5 14.06 865039 20.0
Pentafluoropropio... 13.86 12.4 ng 535688 5 14.06 865039 20.0
unknown14 .49 14.49 2.1 ng 90991 5 14.06 865039 20.0
Perylene 15.43 3.0 ng 95206 6 15.56 633166 20.0
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